LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115170.D

Aca On : 25 Jun 2019 1:41

Operator : HP/JU

Sample = K3500-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF062119.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.802 141 147 154 rBV 111585 179842 6.93% 0.478%
2 3.331 228 237 243 rBV 67766 135408 5.22% 0.360%
3 5.172 546 550 551 rBV 115078 104160 4_.01% 0.277%
4 5.201 551 555 558 rVB 2071846 1969638 75.90% 5.233%
5 5.437 592 595 599 rVB 139786 121482 4.68% 0.323%
6 6.137 706 714 717 rBV2 173870 234976 9.05% 0.624%
7 6.172 717 720 725 rVB 119736 117451 4_.53% 0.312%
8 6.243 728 732 736 rVB 2294671 2056773 79.25% 5.464%
9 6.372 750 754 758 rBVY 2391500 2205569 84.99% 5.860%
10 6.443 763 766 768 rVvV 327439 248333 9.57% 0.660%

11 6.613 791 795 798 rBV 1866211 1628128 62.74% 4_.326%
12 6.672 803 805 811 rvv2 178893 185813 7.16% 0.494%
13 6.766 817 821 824 rBV 2209981 1744393 67.22% 4.634%
14 6.901 841 844 848 rBV2 143547 167498 6.45% 0.445%
15 6.943 848 851 854 rVvB 289228 210028 8.09% 0.558%

16 7.019 860 864 868 rBvV 282317 273495 10.54% 0.727%
17 7.166 884 889 892 rBV2 1660494 1489813 57.41% 3.958%
18 7.290 903 910 915 rBVv3 179400 343155 13.22% 0.912%
19 7.390 923 927 929 rBV 167519 125966 4._.85% 0.335%
20 7.413 929 931 935 rVB 261761 231927 8.94% 0.616%

21 7.566 954 957 960 rvB3 112330 115662 4._46% 0.307%
22 7.637 965 969 972 rvv3 279780 284088 10.95% 0.755%
23 7.672 972 975 978 rvv2 116129 139031 5.36% 0.369%
24 7.713 980 982 989 rvB3 100345 161491 6.22% 0.429%
25 7.860 1001 1007 1009 rBV3 66395 106006 4.08% 0.282%

26 7.890 1009 1012 1015 rBV 2748365 2328454 89.72% 6.186%
27 8.260 1072 1075 1076 rBV3 135955 125198 4.82% 0.333%
28 8.284 1077 1079 1083 rVvB4 127021 159243 6.14% 0.423%
29 8.337 1083 1088 1091 rBV3 154346 191872 7.39% 0.510%
30 8.507 1114 1117 1119 rBV 306740 258905 9.98% 0.688%

31 8.601 1129 1133 1137 rVB2 414225 394549 15.20% 1.048%
32 8.695 1147 1149 1152 rBV 207185 218366 8.41% 0.580%
33 8.789 1162 1165 1170 rBV6 80791 122192 4.71% 0.325%
34 8.966 1192 1195 1198 rBV 3067805 2398225 92.41% 6.372%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115170.D

Aca On : 25 Jun 2019 1:41

Operator : HP/JU

Sample = K3500-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.066 1207 1212 1216 rBV2 436722 460302 17.74% 1.223%

36 9.113 1218 1220 1226 rBV3 104537 177305 6.83% 0.471%
37 9.219 1236 1238 1242 rBV2 83369 114870 4.43% 0.305%
38 9.301 1250 1252 1254 rBV2 128526 108810 4._.19% 0.289%
39 9.325 1254 1256 1258 rVB3 155148 113369 4_37% 0.301%
40 9.360 1259 1262 1265 rBV2 338134 326707 12.59% 0.868%

41 9.466 1278 1280 1283 rBVv4 126540 100169 3.86% 0.266%
42 9.560 1293 1296 1299 rVvB2 207056 204130 7.87% 0.542%
43 9.595 1299 1302 1305 rBV 608156 482284 18.58% 1.281%
44 9.636 1305 1309 1312 rBV2 2910502 2595135 100.00% 6.895%
45 9.760 1327 1330 1336 rvB4 213201 337548 13.01% 0.897%

46 9.819 1337 1340 1341 rBV3 123341 144324 5.56% 0.383%
47 9.872 1347 1349 1352 rVB3 140476 153296 5.91% 0.407%
48 9.954 1360 1363 1365 rBvV2 218355 238188 9.18% 0.633%
49 10.048 1376 1379 1382 rBvV4 228918 242624 9.35% 0.645%
50 10.095 1384 1387 1390 rVvVv 626878 559347 21.55% 1.486%

51 10.160 1396 1398 1402 rBV 1017440 807113 31.10% 2.144%
52 10.313 1422 1424 1427 rVB2 289650 227001 8.75% 0.603%
53 10.413 1438 1441 1447 rVB 1612796 1566492 60.36% 4.162%
54 10.566 1464 1467 1468 rBV 854395 742729 28.62% 1.973%
55 10.613 1473 1475 1479 rBV2 215465 218158 8.41% 0.580%

56 11.013 1540 1543 1545 rBV 840872 689532 26.57% 1.832%
57 11.042 1546 1548 1553 rVB 602645 554059 21.35% 1.472%
58 11.107 1556 1559 1562 rVV 2454819 2242444 86.41% 5.958%
59 11.436 1613 1615 1618 rVB 825018 624064 24.05% 1.658%
60 11.678 1653 1656 1658 rBV 1120502 1003128 38.65% 2.665%

61 11.842 1682 1684 1687 rBV 769065 676757 26.08% 1.798%
62 12.695 1827 1829 1832 rBV 1347788 1152382 44.41% 3.062%

Sum of corrected areas: 37639397
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115170.D

Aca On : 25 Jun 2019 1:41

Operator : HP/JU

Sample : K3500-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF115170.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115170.D

Aca On : 25 Jun 2019 1:41

Operator : HP/JU

Sample : K3500-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Benzene, l-ethyl-2-methyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.

6.14 2.89 ng 234976 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 94
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 715 (6.143 min): BF115170.D (-706) (-) m/z 105.00 100.00%
105
5000
120
77 91 5.80 6.00 6.20 6.40
39 51 65
e st 8l W2 Tn/z 120.00  30.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 5.80 6.00 6.20 6.40
20 . o m/z 91.00 10.85%
S A Wl o B S N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5.80 6.00 6.20 6.40
5000 m/z 77.00 10.57%
120
77 91
18 27 3 Sleg5 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105 5.80 6.00 6.20 6.40
m/z 79.00 8.80%
5000
120
15 27 39 sisges T Slgg ||
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115170.D

Aca On : 25 Jun 2019 1:41

Operator : HP/JU

Sample : K3500-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.37 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.37 27.09 ng 2205570 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 754 (6.372 min): BF115170.D (-750) (-) m/z 132.00 100.00%
32
5000 68
A s
40 ,_ s 75 104 6.00 6.20 6.40 6.60 6.80
..,....,....,...:I'!..?,::.??.l.'....,..f.‘?,..!.,....1,1.1...,....,"...,.. m/z 68.00 38.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 6 AARAPE NSRS ARASE RARRE
a1 97 6.00 6.0 6.40 6.60 6.80
117 m/z 134.00 33.06%
79
..,....,....,?ﬁ‘..".'...;'...ﬁ‘,o.'.l::|,..'.'.I,-...E.‘-,g..h.,.l.oﬁ,...|.',1.2.f‘.,ll...,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 NSNS SRR
104 6.00 6.20 6.40 6.60 6.80
5000 m/z 66.00 24 .49%
31 o9 “ 8
| P l !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole L LI L L BN B B
132 6.00 6.20 6.40 6.60 6.80
m/z 69.00 15.07%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115170.D

Aca On : 25 Jun 2019 1:41

Operator : HP/JU

Sample : K3500-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Benzene, 1,2,3-trimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.

6.44 3.05 ng 248333 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Mesitvlene 120 C9H12 000108-67-8 94
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90

Abundance Scan 766 (6.443 min): BF115170.D (-763) (-) m/z 105.00 100.00%
105
5000 120
77 91 6.20 6.40 6.60 6.80
39 51 65
e oo e Bl el | Tm/ZZ 120.00 46.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000

6.20 6.40 6.60 6.80
m/z 119.10 11.57%

39 5 77 91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9421: Benzene, 1,2,4-trimethyl-
105
120 620 6.40 6.60 6.80
5000 m/z 77.00 11.14%
7
15 27 3 S1sg65 e eg | |
A o o e e RABRNEREEEE S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105 6.20 6.40 6.60 6.80
m/z 91.00 9.80%
120
5000
7 91
15 27 39 515865 | g og,) |,
LI B o o B B R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115170.D

Aca On : 25 Jun 2019 1:41

Operator : HP/JU

Sample : K3500-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Benzene, l-ethyl-3,5-dimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.

6.94 2.58 ng 210028 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
2 o-Cvmene 134 C10H14 000527-84-4 91
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 91
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91

Abundance Scan 851 (6.943 min): BF115170.D (-848) (-) m/z 119.00 100.00%
119
5000 105 134
91
39 51 ,.,65 /7 6.60 6.80 7.00 7.20
e g o0 e 84l MALN 127 L Tz 134,10  44.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14884: Benzene, 1-ethyl-3,5-dimethyl-
119
5000
134 6.60 6.80 7.00 7.20
2 ol 105 m/z 104.95 43.49%
S i o7 - VA -2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14812: o-Cymene
6.60 6.80 7.00 7.20
5000 m/z 91.00 34.48%
15 27 41 51 58 65 7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14843: Benzene, 1,3-diethyl-
6.60 6.80 7.00 7.20
m/z 77.00 11.60%
5000
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115170.D

Aca On : 25 Jun 2019 1:41

Operator : HP/JU

Sample : K3500-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Hexanoic acid, 2-ethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.

7.29 2.95 ng 343155 Naphthalene-d8 7.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 86
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 53
3 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 53
4 1.4-Dioxane 88 C4H802 000123-91-1 43
5 L(-)-Fucose, tetramethyl ether 220 C10H2005 1000332-75-0 42

Abundance Scan 910 (7.290 min): BF115170.D (-903) (-) m/z 72.95 100.00%
7B
5000
41
‘h‘ } 1 700 720 7.40 7.60
|.|,!,.,I|,JII1,9,137 | | m/Z 87.95 83.68%
m/z--> 50 100 150 200 250 300 350
Abundance #20867: Hexanoic acid, 2-ethyl-
88
5000 L IS L UL A
57 700 7.20 7.40 7.60
29 116 m/z 41.00 32.40%
"u J“!"'J'm']ﬁf" UL UL DL UL B
m/z--> 50 100 150 200 250 300 350
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
4 88
700 720 7.40 7.60
5000 m/z 57.00 31.43%
6
N wl‘k.i \;09 135155173 214 242 272 204313 355
m/z--> 50 100 150 200 250 300 350
Abundance #30204: Heptanoic acid, 2-ethyl- R S S
88 7.00 7.20 7.40 7.60
m/z 87.00 23.20%
5000
41
6
..W“HME‘J.,.... —
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115170.D

Aca On : 25 Jun 2019 1:41

Operator : HP/JU

Sample : K3500-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.

7.64 2.44 ng 284088 Naphthalene-d8 7.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
2 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 76
3 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 70
4 Benzene. l-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 70
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 64

Abundance Scan 970 (7.642 min): BF115170.D (-965) (-) m/z 119.00 100.00%
119
5000 134
91
41 51 65 77 103 | 148 7.40 7.60 7.80 8.00
..““w”.wnuvnuﬁn.umw.”q””,””“%.“iﬂnﬂT. m/z 117.00 47 .62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
o1 7.40 7.60 7.80 8.00
0
5, 3 Sl &5 77 ‘ Lo | m/z 134.10 41 .50%
“l}al““l““h““ﬂ““WMLw“Jh“'ﬁ“'wmh'“'h“”WH'WH'WH'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14033: 3-Phenylbut-1-ene
117

7.40 7.60 7.80 8.00
m/z 115.00 23.36%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117

7.40 7.60 7.80 8.00
m/z 90.95 20.68%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115170.D

Aca On : 25 Jun 2019 1:41

Operator : HP/JU

Sample : K3500-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Tridecane Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.

8.51 2.22 ng 258905 Naphthalene-d8 7.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 78

Abundance Scan 1117 (8.507 min): BF115170.D (-1114) (-) m/z 57.10 100.00%
g7
43
71
5000 85

99 119 141 184 8.20 8.40 8.60 8.80
...,....','...|,..":.,!...-',..:.-,.~... s || m/z  43.00  74.89%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #48835: Tridecane
T T

43
820 840 860 8.80
m/z 71.05 57 .46%

5000

29
99 113 127 141 155

184

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
a3 ¥’
Al AR
8.20 8.40 8.60 8.80
5000 71 m/z 41.00 38.09%
85
29
| L L w 99 113 127 141 155 160 183 197 226
R o e AR S
m/z--> 20 40 60 80 100 120 140 160 180 200 =220
Abundance #59880: Tetradecane R
57 8.20 8.40 8.60 8.80
43 m/z 85.05 37.07%
71
5000 85
29
99
15 J Ul g 113127 141 185 169 198
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII _'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 840 8.60 8.80

8270-BF062119.M Tue Jun 25 18:28:07 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115170.D

Aca On : 25 Jun 2019 1:41

Operator : HP/JU

Sample : K3500-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Tetradecane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.

9.07 3.55 ng 460302 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 76
2 Nonadecane 268 C19H40 000629-92-5 68
3 Hexadecane 226 C16H34 000544-76-3 64
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 64
5 Tridecane 184 C13H28 000629-50-5 64

Abundance Scan 1213 (9.072 min): BF115170.D (-1207) (-) m/z 57.00 100.00%
57
43
71
5000 85
99 15 1 880 9.00 9.20 940
113 154 . . . .
...,....',':..|,..'|:-.,'!...-',..:'.,.~.|'..,....1.‘??. A e W/Z 43.00  73.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59879: Tetradecane
57
43

5000

8.80 9.00 9.20 9.40
m/z 71.05 65.19%

99113127141155169 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane
57
43 | 7 I e o
8 8.80 9.00 9.20 9.40
5000 > m/z 85.05 40.86%
29 99
1 |l 113127141155169183197 268
R B e R s i Raaa e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83025: Hexadecane Al R s A e
43 57 8.80 9.00 9.20 9.40
m/z 41.00 34 .34%
5000 n
85

29
| L L | w 99 113127141155 169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.80 9.00 9.20 9.40

8270-BF062119.M Tue Jun 25 18:28:08 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115170.D

Aca On : 25 Jun 2019 1:41

Operator : HP/JU

Sample : K3500-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 unknown9.76 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.

9.76 2.60 ng 337548 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-1.4-Ethanoaquinolin-3(4H)-one 173 C11H11NO 024562-79-6 32
2 1H-benzlalindole-2.3-dione. 6.7.... 201 C12H11NO2 1000349-79-0 23
3 1-Butvl({dimethvD)silvloxv-2.2-di... 202 C11H260Si 1000282-45-3 22
4 Cvclopropanecarboxvlic acid. 2-p... 364 C25H3202 108546-83-4 17
5 4-Ethyl-1,2,4-triazol-3-thione-5... 145 C4H7N30S 053249-23-3 12

Abundance Scan 1330 (9.760 min): BF115170.D (-1327) (-) m/z 144.90 100.00%
145
5000 57 201
a1 127 N et
80 95 183 9.40 9.60 9.80 10.00
6 111
163 222 m/z 143.90 47.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #40563: 2H-1,4-Ethanoquinolin-3(4H)-one
145
117 P T T T T
5000 9.40 9.60 9.80 10.00
130 m/z 57.05 39.17%
42 77 91103 173
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61908: 1H-benz[g]indole-2,3-dione, 6,7,8,9-tetrahydro-
145
»o1 9.40 9.60 9.80 10.00
5000 m/z 201.00 38.19%
173
51 g5 117 130
.|...”‘ \MHMH\M\\ ‘H 103| M \“ ‘...l...‘.l....|‘....|...
m/z--> 20 40 60 80 100 120 140 160 180 200 220 _QJLJLMAMNJN%ﬂR/k
Abundance #62516: 1-Butyl(dimethyl)silyloxy-2,2-dimethylpropane A I i 0 e
145 9.40 9.60 9.80 10.00
75 m/z 126.90 23.34%
5000 I VAmwﬁLﬁn\ﬂﬂﬁh$J
59
131 187
20 41 || || 1o 1YY 202
m/z--> 20 40 eb 80 160 120 150 160 180 200 220 9.40 9.60 9.80 10.00

8270-BF062119.M Tue Jun 25 18:28:08 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115170.D

Aca On : 25 Jun 2019 1:41

Operator : HP/JU

Sample : K3500-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.10 4_.31 ng 559347 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 83
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80
Abundance Scan 1388 (10.101 min): BF115170.D (-1384) (-) m/z 57.00 100.00%
57
43 71
5000
99 137 '9.80 10.00 10.20 10.40
113125 157169 193
T 206, 228 m/z 43.00 68.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83028: Hexadecane
57
71
5000 43 85 L RN UL IR B
9.80 10.00 10.20 10.40
99 m/z 71.10 65.08%
20 | | | | 118127 141 155 169 183197 226
m/z--> 20 40 éo éo 100 120 150 1éo 180 200 220
Abundance #71393: Pentadecane
57
43 UV AR SRR
71 9.80 10.00 10.20 10.40
5000 g5 m/z 85.05 43.38%
29 99
15| L I ” 113127 141 155169 183 212
m/z--> 20 45 éo éo 100 150 140 160 180 200 220
Abundance #59880: Tetradecane e o B !
57 9.80 10.00 10.20 10.40
43 m/z 41.00 35.43%
71
5000 85
29
15 | 4 | % 113127141 155 169 198
m/z--> 20 45 éo éo 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40

8270-BF062119.M Tue Jun 25 18:28:09 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115170.D

Aca On : 25 Jun 2019 1:41

Operator : HP/JU

Sample : K3500-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.16 6.22 ng 807113 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 86
2 o-Anisic acid. cvclobutvl ester 206 C12H1403 1000299-94-6 72
3 p-Anisic acid. cvclobutvl ester 206 C12H1403 1000292-45-6 64
4 Pentanoic acid. 5-hvdroxyv-. p-t-... 250 C15H2203 166273-37-6 64
5 Carbamic acid, N-[1,1-bis(triflu... 413 C19H25F6NO2 296242-69-8 64
Abundance Scan 1398 (10.160 min): BF115170.D (-1396) (-) m/z 135.00 100.00%
5000
a7 107 9.80 10.00 10.20 10.40
77 95 | 119 : : : :
Ob e 22 L 19 ) 149 160 191 206217228 1 1707967 00 16.00%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66117: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135 dw-wv~w*JL_vww~¢JJﬁ

5000 AT
9.80 10.00 10.20 10.40

m/z 136.00 10.39%

107
2.9 ‘.u ” |9|5 |:I':I.'9 ! 149 175 191 206
s B e AR R Raa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65750: o-Anisic acid, cyclobutyl ester
135
AR B S
9.80 10.00 10.20 10.40
5000 m/z 41.00 8.76%
2739 55 | 92105120 | 150 178 206
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65752: p-Anisic acid, cyclobutyl ester A BT o e
135 9.80 10.00 10.20 10.40
m/z 57.00 8.29%
5000
27 3950 64 1 9210719 | 152 78 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 980 10. 00 10 20 10. 40

8270-BF062119.M Tue Jun 25 18:28:09 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115170.D

Aca On : 25 Jun 2019 1:41

Operator : HP/JU

Sample : K3500-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Dodecane, 2-methyl-6-propyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.57 6.62 ng 742729 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 74
3 Heneicosane 296 C21H44 000629-94-7 74
4 Dodecane. 1-iodo- 296 C12H251 004292-19-7 72
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 1468 (10.572 min): BF115170.D (-1464) (-) m/z 57.00 100.00%
g7
5000 85
4
‘ 121 10.20 10.40 10.60 10.80
163 ) . ) )
...,....-,'...|,.."..,-...-.-}99.'.,l..??f....,....1,8.?..2.0.‘??2.1...2‘.“.‘.. e | m/z 71.10  77.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83051: Dodecane, 2-methyl-6-propy!-
57
5000 USRS BN SRR
4 10,20 10.40 10.60 10.80
m/z 43.00 60.50%
155 182 505 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57
10.20 10.40 10.60 10.80
5000 4 85 m/z 85.05 39.07%
113 155
o g s 188 210225240
m/z--> 20 40 éo 80 100 150 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane A B o
57 10.20 10.40 10.60 10.80
m/z 41.00 29.91%
85
5000
4
113
‘ I T 197 225 25368 296
m/z--> 25 Jo 60 80 100 120 140 1éo 180 200 220 240 260 280 300 10,20 10.40 10.60 10.80

8270-BF062119.M Tue Jun 25 18:28:10 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115170.D

Aca On : 25 Jun 2019 1:41

Operator : HP/JU

Sample : K3500-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.01 6.15 ng 689532 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 93
3 Hexadecane 226 Cl16H34 000544-76-3 92
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 91
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86

Abundance Scan 1543 (11.013 min): BF115170.D (-1540) (-) m/z 57.00 100.00%

g7
43 71

5000

10.60 10.80 11.00 11.20 11.40

99
13 135 155169183108211 232 254

0 m/z 71.10 71.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94346: Heptadecane
57
43 71
85
5000 | BN L L L L LB L

10.60 10.80 11.00 11.20 11.40

29 99 m/z 43.00 68.14%
113
s 00 | 127141155169183197211 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83051: Dodecane, 2-methyl-6-propy!-
43 1
s R s S
71 10.60 10.80 11.00 11.20 11.40
5000 85 m/z 85.10 49 .93%
99 140
S A A M= T S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83026: Hexadecane B o
43 57 5 10.60 10.80 11.00 11.20 11.40
m/z 41.00 30.42%
5000 85
99
29 113
127 226
a5 L iassieetesigran 26
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 60 10. 80 11. 00 11. 20 11.40

8270-BF062119.M Tue Jun 25 18:28:10 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115170.D

Aca On : 25 Jun 2019 1:41

Operator : HP/JU

Sample : K3500-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Octadecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.04 4.94ng 554059  Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octadecane 254 C18H38 000593-45-3 90

310 C13H271
278 C14H3003S

035599-77-0 78
1000309-20-2 72

2 Tridecane. l-iodo-
3 Sulfurous acid. 2-ethvlhexvl hex...

4 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 59
5 Hexadecane 226 C16H34 000544-76-3 58
Abundance Scan 1548 (11.042 min): BF115170.D (-1546) (-) m/z 57.10 100.00%
57
5000
4 Trrryrrrryrrrryrrrr|rrorr
| U3 135 155 183 s05 pps 262 10.80 11.00 11.20 11.40
Otprrrryirter m/z 71.10 86.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105886: Octadecane
57
5000 85 LA L L L L L L
10. 80 11. 00 11. 20 11. 40
4 m/z 43.00 49 _.51%
113 141
0 Tl LA B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo-
57
I S  EAEEE S
10.80 11.00 11.20 11.40
5000 85 m/z 85.10 49 _.36%
4
113 183
?¢”,.”{,”..,”.J,”..¥%?..}f?.”.,.”. e A0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester T
57 10.80 11.00 11.20 11.40
m/z 41.00 23.56%
5000 85
4 113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 80 11. 00 11. 20 11. 40

8270-BF062119.M Tue Jun 25 18:28:11 2019

Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115170.D

Aca On : 25 Jun 2019 1:41

Operator : HP/JU

Sample : K3500-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.44 5.57 ng 624064 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Hexadecane 226 C16H34 000544-76-3 87
3 Pentadecane 212 C15H32 000629-62-9 87
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 81
5 Heptacosane 380 C27H56 000593-49-7 80
Abundance Scan 1616 (11.442 min): BF115170.D (-1613) (-) m/z 57.00 100.00%
57 4,
5000
4 N ——
197 11.20 11.40 11.60 11.80
107 Lo8169 107218228243 268286 | 177 71.10  80.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117637: Nonadecane
57
71
85
5000 4 LRI IULEULE UL B I
nmumnmnm
m/z 43.00 67 .56%
' | 113127 155169 197 268
m/z--> 26 45 eb 85 160 150 110 1éo 180 200 250 240 2éo 2éo
Abundance #83025: Hexadecane
57
"'11.20 11140 1160 11.80
5000 71 m/z 85.10 59.54Y%
4 85
21 L L J | 113127 155169184 226
m/z--> 26 45 eb 85 160 150 140 160 180 200 220 240 2éo 2é0
Abundance #71393: Pentadecane RS mEEE L
57 11.20 11.40 11.60 11.80
m/z 41.00 21.20%
71
5000 85
4
T A 41 Y < Y [ P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 1140 1160 1180

8270-BF062119.M Tue Jun 25 18:28:11 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115170.D

Aca On : 25 Jun 2019 1:41

Operator : HP/JU

Sample : K3500-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.68 8.95 ng 1003130 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1656 (11.678 min): BF115170.D (-1653) (-) m/z 73.00 100.00%
43 73
5
5000 129
o 115 23 U SR RN SN IR
143157171185 227241256 o8 11.40 11.60 11.80 12.00
ol L m/z 43.00 86.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
48 73
5
5000{ 29 256 L L BN UL UL
11.40 11.60 11. 80 12. 00
213 m/z 60.00 80.80%
143157171185, oo

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
73

 EAAEEEa s
435 11.40 11.60 11.80 12.00

5000 129 m/z 57.00 72_.67%

115 171
214
| T % ‘ 143157 ‘ 185 ‘
| H\ H‘M h H H‘ \H il
[T T | ||||||||||||||||||||||||||||||||||||||||||

\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #84453: Tetradecanoic acid e BRREEEE
73 11.40 11.60 11.80 12.00
m/z 41.00 68.44%
43 5
5000 129 NdwmmﬁAJbijJLA,uva*pﬂMﬁw
185 228
115
l 143 171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115170.D

Aca On : 25 Jun 2019 1:41

Operator : HP/JU

Sample : K3500-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.84 6.04 ng 676757 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 1684 (11.842 min): BF115170.D (-1682) (-) m/z 57.05 100.00%
57
5000 85
113 11.60 11.80 12.00 12.20
141
ol S LT 1 160 195211 238067 281209 m/z 71.10 68.58%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LR B BN BULILLN B
nmnmnmnm
m/z 43.05 66.37%
2 ‘ Li 1] i Jlfu 169 107 225 253 282
m/z--> éo 100 150 260 250 360 3%0
Abundance #141426: Heneicosane
57
o "' 11/60 11.80 12.00 12.20
5000 m/z 85.10 50.44Y%
29 113
LU {77, M2 169 107 225 253 296
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane RS mEEE L
57 11.60 11.80 12.00 12.20
m/z 41.00 28.56%
5000 85
i i || M8 141 169 197 225 253 295 303 367
m/z--> % @ 150 M @ 300 @ nmnmnmnm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062419\
Data File : BF115170.D

Acq On : 25 Jun 2019 1:41

Operator : HP/JU

Sample - K3500-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Benzene, l-ethyl-_.. 6.14 2.9 ng 234976 1 6.61 1628130 20.0
unknown6 .37 6.37 27.1 ng 2205570 1 6.61 1628130 20.0
Benzene, 1,2,3-tr... 6.44 3.0 ng 248333 1 6.61 1628130 20.0
Benzene, l-ethyl-_.. 6.94 2.6 ng 210028 1 6.61 1628130 20.0
Hexanoic acid, 2-... 7.29 3.0 ng 343155 2 7.89 2328450 20.0
Benzene, 2-etheny... 7.64 2.4 ng 284088 2 7.89 2328450 20.0
Tridecane 8.51 2.2 ng 258905 2 7.89 2328450 20.0
Tetradecane 9.07 3.5 ng 460302 3 9.64 2595140 20.0
unknown9.76 9.76 2.6 ng 337548 3 9.64 2595140 20.0
Hexadecane 10.10 4.3 ng 559347 3 9.64 2595140 20.0
Phenol, 4-(1,1,3,... 10.16 6.2 ng 807113 3 9.64 2595140 20.0
Dodecane, 2-methy... 10.57 6.6 ng 742729 4 11.11 2242440 20.0
Heptadecane 11.01 6.2 ng 689532 4 11.11 2242440 20.0
Octadecane 11.04 4.9 ng 554059 4 11.11 2242440 20.0
Nonadecane 11.44 5.6 ng 624064 4 11.11 2242440 20.0
n-Hexadecanoic acid 11.68 8.9 ng 1003130 4 11.11 2242440 20.0
Eicosane 11.84 6.0 ng 676757 4 11.11 2242440 20.0
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